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A NIST is a national and world resource for fundamental
data

A Access should be easy and open
I With regard to IP and privacy issues
AAs our nationds standards o

I NIST should be a leader in national and international
standards efforts for data discovery and access

I Discovery is fundamental
I Discovery is enabled by metadata standards

A Key research at NIST should engage in data sharing
strategies from the onset

A NIST should provide an infrastructure that makes data

and information sharing as easy as possible NIST

National Institute of
Standards and Technology
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* continue existing
SRD distribution

* Quality Framework
* SRD Modes
* assess external need
* new product ideas

* SRMDS

[Resenrch Data ]

» deal w/ data deluge

* provide advice to
MML bench staff

» gather best practices

* interpret external
rules & regulations

* reduce radundam:v

[Lead!Liaisnn]

» partner with ITL

* represent MML
* NIST committees
* NSTC & IWGs
* NIH, NSF, DOE
* other Fed Govt
* Research Data

[ Data Science ]

The 4" paradigm?

* will it stand next to
* theoretical

* experimental
* computational

* Cloud
= Statistical Learning

NIST

National Institute of
Standards and Technology
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A Implementation of Open Data policies
A Support and modernization of Standard Reference Data

A Collaboration in design and implementation of improved
data infrastructure

A Help improve data management practices for MML
research staff

A Participate in national and international initiatives
around open data, data discovery, access, and
Interoperability

A Consultancy to MML staff in informatics and analytics

A Support Materials Genome Initiative data management
and sharing infrastructure, informatics initiatives

National Institute of
Standards and Technology
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access to scientific research results

A Support governance of and best practices for
managing peereviewed scholarly publications and
digital scientific data across NIST

A
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A Enhance innovation and competitiveness by
maximizing the potential to create new business
opportunities

http://www.nist.qgov/data/upload/NISTPlanfor-
PublicAccess.pdf
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http://www.nist.gov/data/upload/NIST-Plan-for-Public-Access.pdf

_Implementation

P s

A Data management plans
A Enterprise Data Inventory

A data gOV MML Data Management Planning Tool

Project | About the site

Overview (Word)

This website provides the tools that enable MML staff and associates to
create and update Data Management Plans (DMPs). A DMP describes
the nature of a project producing data such as the project goals, specific
areas of research, and types of instrumentation being used and samples
being studied. These tools are also used to identify and locate the
datasets that result from the research described in the DMP. Information
gathered through this website is used to populate the NIST Enterprise
Data Inventory and the national data inventory at data.gov.

Activity #1

Project

These tools will guide you through the DMP construction process,

ty #2 Dataset (Excell
Activity #2

| >Nﬂeb> Service
(APY)

collecting both general descriptive information and specific information
about data discoverability, access, and preservation.

Data Management Plans can be entered at the project level (blue icons in
image), or at the activity level (red icons). Each project can have one or
many activities. An activity may or may not be assoclated with a project.
Each DMP (at either the project or activity level) can have one or many
associated file locations (green icons) associated with it, which will allow
linking to results, instructions, or other supporting documentation.

Project Plans for Hanisch, Robert

Projects plans are used for a top-level view of an entire project. Activities can then be defined as part of a project, and they will have
their own activity-specific plans. Activities related to a project will be shown under their project, while standalone activities will be
shown in the activities table. Click the *Create New Project DMP" button to define a project.

© Create New Project DMP

NIST
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Listing Data Management Plans for Projects

Primary
investigator

Linstrom,
Peter

Scott, John
Henry J.

Shen, Vincent
K.

Title

The NIST Chemistry
Webbook

Accelerated Discovery to

Delivery -- SEM Data

Formatting/Capture for

DoD

Molecular simulation of

complex fluids

Description

Category

The NIST Chemistry WebBook Energy, Environment

provides users with easy
access to chemical and
physical property data for
chemical species through the
internet. The data provided in
the site are from collections
maintaine

As part of this project, | will
assemble a collection of
example SEM data files from
different instrument
manufacturers that will serve
as exemplars of file formats
and metadata. The data files
will co

Simulation results related to
research on complex fluids.

and Climate,
Manufacturing,
Safety, Security and
Forensics

Advanced Materials

Advanced Materials,
Biosciences and
Health, Energy,
Environment and
Climate,
Manufacturing

Tags

chemical data, thermochemical
data, thermodynamic data,
thermophysical data, enthalpy,
entropy, heat capacity, heat of
formation, chemical structure,
ionization potential,
thermochemistry, boiling point,
vapor pressure, IR spectrum, mass
spectrum, UV/Vis spectrum,
retention index, InChl, InChlKey

materials genome initiative, MG,
Army, Navy, Air Force, schema,
metadata capture

molecular dynamics, monte carlo,
thermophysical fluid properties

Hanisch, NCI Nano WG, 12/17/2015

Data
category

Standard
Reference
Data (SRD)

Show | Edit

Working Show Edit

Data

Published
Results

Show @ Edit
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Data Management Plan for "NIST/ARPA-E Database of
Novel and Emerging Adsorbent Materials"

Summary of Activities

Title of Project: NIST/ARPA-E Database of Novel and Emerging Principal Investigator: Siderius, Daniel
Adsorbent Materials

Category: Advanced Materials, Energy, Environment and Climate, Tags: adsorbate, adsorbent, adsorption, isotherm, metal organic
Manufacturing Framework, porous Material, surface science

Organizational Code: 646.04 -- Chemical Informatics Research Group

Data Description (Data.gov): The NIST/ARPA-E Database of Novel and Emerging Adsorbent Materials (NIST SRD-205) is a free, web-based catalog
of adsorbent materials and measured adsorption properties of numerous materials obtained from article entries from the scientific literature. Search
fields for the database include adsorbent material, adsorbate gas, experimental conditions (pressure, temperature), and bibliographic information
(author, title, journal), and results from queries are provided as a list of articles matching the search parameters. The database also contains
adsorption isotherms digitized from the cataloged articles, which can be compared visually online in the web application or exported for offline
analysis.

Process description (internal use): Data collection occurs through a sequence of steps: 1. Pl compiles a list of articles from which to extract
adsorption metadata and adsorption isotherms. Master list of articles abstracted or to-be-abstracted is maintained in an EndNote Library. 2. Students,
interns, or NIST staff extract the correct adsorption metadata from articles, digitize adsorption isotherms, then input data into CSV flat files. 3. Pl runs
error checking software on CSV flat files, requests corrections. Steps 2 and 3 are repeated until CSV files pass error checks. 4. Pl merges
bibliographic information into metadata CSV file. 5. Pl converts isotherm CSV files into JSON format. 6. Pl uploads new dataset into MySQL database
using administration panel (internal only) of web application. 7. Internal web server automatically send database updates to external web server once
per week.

Release Date: 2014-10-28 Last updated: 2014-10-28 References: http://adsorbents.nist.gov, http://reaction.nist.gov
/NISTOnly/adsorption_db/

NIST

National Institute of
Standards and Technology

HanlSCh’ NCI Nano WG’ 12/17/2015 U.S. Department of Commerce



Data Types and Classmcatlon

Data category (Preservation Level): Standard Reference Data (SRD) All File Formats: json, csv, xls
Data dictionary url: Data dictionary type: Data standard:

Data types description: Bibliographic data and article metadata is contained in CSV flat files. Isotherm data from articles are stored in JSON files will
certain reserved attribute fields (DOI, source description [table or figure number], temperature, material name, gas name, pressure units, adsorption
units, isotherm pressure/adsorption pairs). Other attribute fields may be added without breaking file functionality for SRD-205. No standard for this file

format exists as of 02/23/2015.

Preservation

Backup method: File server, Other

Preservation description: Local backup - Dataset (raw and processed) and web application are stored on Pl's desktop computer, which is
automatically mirrored 3x/week to NAS fileserver http://h178112.nist.gov. Weekly backups (if data has changed) of processed SQL database on
internal web server (http://reaction.nist.gov). SQL dumps are backed up 3x/week to NAS fileserver http://h178112.nist.gov. Web application code
managed through private git repository (http://github.com/usnistgov/adsorption_db). Local version of web application code is backed up 3x/week to
NAS fileserver http://h178112.nist.gov.

The following distributions are covered under this project:

Distribution Details Download Media Version
url type

NIST/ARPA-E Database of Novel and Emerging Adsorbent Materials () 1.0
The NIST/ARPA-E Database of Novel and Emerging Adsorbent Materials

(NIST SRD-205) is a free, web-based catalog of adsorbent materials and
measured adso...

© Describe New Distribution

T
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&= Data Management Plans
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